Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.008 Å; R factor = 0.081; wR factor = 0.210; data-to-parameter ratio = 6.9.
In the title compound, C 15 H 12 FN 3 O, the benzotriazole ring system is essentially planar, with a maximum deviation from the least-squares plane of 0.016 (3) Å . The dihedral angle between this ring system and the fluoro-substituted benzene ring is 67.97 (2) . The crystal structure is stabilized by weak intermolecular C-HÁ Á ÁN interactions.
Related literature
For applications of benzotriazole derivatives, see: Chen & Wu (2005) . For standard bond distances, see: Allen et al. (1987) .
Experimental
Crystal data C 15 H 12 FN 3 O M r = 269.28 Monoclinic, P2 1 a = 5.7858 (12) Å b = 5.6814 (11) Å c = 19.313 (4) Å = 90.77 (3) V = 634.8 (2) Å 3 Z = 2 Mo K radiation = 0.10 mm À1 T = 293 K 0.20 Â 0.18 Â 0.10 mm
Data collection
Bruker SMART CCD diffractometer 3943 measured reflections 1240 independent reflections 1122 reflections with I > 2(I) R int = 0.135 Refinement R[F 2 > 2(F 2 )] = 0.081 wR(F 2 ) = 0.210 S = 1.07 1240 reflections 181 parameters 1 restraint H-atom parameters constrained Á max = 0.30 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1; y; z.
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 1997); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. macological activities such as antifungal, antitumor and antineoplastic activities (Chen & Wu., 2005) . 1H and 2H-Benzotriazole are tautomers. We report here the synthesis and structure of the title compound, (I) ( Fig. 1 ), as part of our ongoing studies on new benzotriazole compounds with potential bioactivity. All bond lengths (Allen et al., 1987) and angles in (I) are within normal ranges. The benzotriazole ring system is essentially planar with a maximum deviation from the least squares plane of 0.016 (3)Å. The dihedral angle between this ring system and the fluro substituted benzene ring is 67.97 (2). The crystal structure is stabilized by weak intermolecular C-H···N interactions.
Experimental
To a solution of 1-(4-ethylphenyl)-3-(dimethylamino)propan-1-one (12.05 g, 0.05 mol) in water (25 ml) was added benzotriazole (7.1 g, 0.06 mol). The mixture was heated under reflux for 5 h. The solution was filtered,concentrated and purified by flash chromatography (silica gel,using petroleum ether-ethylacetate(4:1 v/v). to afford the title compound. Colourless single crystals suitable for X-ray diffraction study were obtained by slow evaporation of a ethanol solution over a period of 5 d.
Refinement
In the absence of significant anomalous dispersion effects the Friedel pairs were merged. All H atoms were located in difference Fourier maps and constrained to ride on their parent atoms, with C-H distances in the range 0.93-0.97 Å, and with U iso (H) = 1.2 U eq (C) . Fig. 1 . The molecular structure of (I), drawn with 30% probability ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F 0.0574 (7) 1.0117 (7) 
Geometric parameters (Å, °)
F-C2 1.360 (7) C5-C6 1.390 (8) O-C15 1.207 (7) C5-C4 1.399 (9) N1-N3 1.331 (7) C13-H13A 0.9700 N1-C12 1.364 (7) C13-H13B 0.9700 N2-N3 1.293 (7) C11-C10 1.416 (8) N2-C11 1.356 (7) C2-C1 1.369 (9) N3-C13 1.457 (7) C2-C3 1.381 (9) C9-C10 1.356 (8) C6-C1 1.370 (9) C9-C8 1.419 (9) C6-H6A 0.9300 C9-H9A 0.9300 C10-H10A 0.9300 C15-C14 1.506 (7) C8-C7 1.367 (9) C15-C5 1.508 (7) C8-H8A 0.9300 C14-C13 1.510 (7) C3-C4 1.388 (9) 
